Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.055; wR factor = 0.142; data-to-parameter ratio = 13.5.
Related literature
For the properties of -enaminoketones, see: Li et al. (2000) ; Zhang et al. (2003 Zhang et al. ( , 2008 ; Cingolani et al. (2006) ; Marchetti et al. (2005) . For the preparation of -enaminoketones, see: Yang et al. (2004) . For graph-set notation, see: Bernstein et al. (1995) .
Experimental
Crystal data V = 978.0 (5) Å 3 Z = 2 Mo K radiation = 0.21 mm À1 T = 293 K 0.34 Â 0.31 Â 0.09 mm
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (ABSCOR; Higashi, 1995) T min = 0.921, T max = 0.985 7818 measured reflections 3506 independent reflections 2198 reflections with I > 2(I) R int = 0.033 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.142 S = 1.05 3506 reflections 259 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.61 e Å À3 Á min = À0.56 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: RAPID-AUTO (Rigaku, 1998) ; cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ).
(4Z)-4-[(4-Chloroanilino)(phenyl)methylene]-3-methyl-1-phenyl-1H-pyrazol-5(4H)-one X. Chi, J. Xiao, Y. Yin and M. Xia
Comment
The 4-acyl-3-methyl-1-phenyl-1H-pyrazol-5(4H)-ones are a novel type of β-enaminoketone (Yang et al., 2004) with a heterocyclic structure, which have the strong coordination to be as the extractants of trace metals, laser materials, shift reagents in NMR and so on [Marchetti et al., 2005] . Apart from the similar capacity of the selective coordination with many metals [Zhang et al., 2008; Cingolani et al., 2006] , the Schiff's base derivatives of 4-acyl-3-methyl-1-phenyl-1H-pyrazol-5(4H)ones have also exhibited their special photoluminescence [Zhang et al., 2003] and bioactivities [Li et al., 2000] . As a part of work interested in the complexes with these Schiff's bases, we herein report the preparation of the title compound and its corresponding crystal structure.
The bond lengths and angles of the title molecule ( Fig. 1 ) are within normal ranges. The terminal benzene rings [C1-C6, C8-C13 and C18-C23] are twisted at dihedral angles of 48.3 (2), 71.4 (2) and 36.1 (2) ° with respect to the central eight atom methylpyrazolone/aminomethylene unit [mean deviation = 0.0398 (5) Å]. An intramolecular N-H···O hydrogen bond generating an S(6) ring is observed [Bernstein et al., 1995] . The crystal packing is stabilized by van der Waals forces.
Experimental
The solution of 4-chloroaniline (1.2 mmol) and 4-benzoyl-3-methyl-1-phenyl-1H-pyrazol-5(4H)-one (1 mmol) in ethanol (10 mL) was refluxed for 5 h and the yellow precipitate was gradually formed. After cooled to the room temperature, the mixture was filtrated and the collected solid was washed with additional ethanol and dried in the air. Suitable crystals were obtained by evaporation of an ethanol/dichloromethane(1:1) mixed solution (m.p. 488-489 K).
Refinement
The structures were solved by Direct methods and using Fourier techniques. The non-hydrogen atoms were refined anisotropically. All H-atoms were placed in idealized locations with C-H distances 0.93 -0.96 Å and refined as riding with appropriate thermal displacement coefficients U iso (H) = 1.2 or 1.5 times U eq (bearing atom). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
